
 ID Tox21_302043         Plate Batch2-SP116779 Well P1-H-17    File SP116779_H017.D      Inj Date: 6 Apr 12  12:28 am -  MF C8H9NO2     MW 151.1     Expected Conc: 3.00 mM

OpAns_Process.MAC Version A.01.10 - Dec 9, 2010

min*0 1 2 3

Norm.

96.8

97

*ELSD

min*0 1 2 3

Norm.

60

80

*CLND
0.

82
4

1.
24

5

min*0 1 2 3

Norm.

0

50

*UV 310 (220 to 400 nm)

min0 1 2 3

Norm.

0

500000

 +MS

0.
24

6
0.

34
2

0.
50

0

0.
93

4

min0 1 2 3

Norm.

100000
150000
200000

 -MS

min0 1 2 3

Norm.

0

10000

 +EIC  MSD1 152, EIC=151.8:152.8

0.
83

7

1.
24

6

min0 1 2 3

Norm.

0
5000

10000
15000

 -EIC  MSD2 150, EIC=149.8:150.8

1.
24

7

  RT   Found  ELS%  UV %  ELS[mg/mL]  Adj[ELS]  [N mM]   Adj[CLN]  #N

 0.25          0.0   0.0                                          1.0

 0.82          0.0   0.0                       0.26 mM            1.0

 0.93          0.0   0.0                                          1.0

 1.25   Yes    0.0   0.0                       2.96 mM   2.96 mM  1.0

Comment: Failed-purity; no signal in purity detectors

m/z200 400

Norm.

0
20
40
60
80

*MS+ 0.210:0.265 min
Max: 398731

 1
58

.0 7
9.

0

 1
57

.0

m/z100 200

Norm.

0
20
40
60
80

*MS- 0.210:0.265 min
Max: 133386

m/z200 400

Norm.

0
20
40
60
80

*MS+ 0.769:0.889 min
Max: 123261

 1
83

.9

 6
0.

9

 1
44

.9

 7
9.

0

 1
57

.0

m/z100 200

Norm.

0
20
40
60
80

*MS- 0.769:0.889 min
Max: 137794

m/z200 400

Norm.

0
20
40
60
80

*MS+ 0.889:1.168 min
Max: 111720

 1
59

.0

 6
0.

8

 1
57

.0

 7
9.

0

m/z200 400

Norm.

0
20
40
60
80

*MS- 0.889:1.168 min
Max: 139259

m/z200 400

Norm.

0
20
40
60
80

*MS+ 1.129:1.374 min
Max: 87727

 1
44

.9

 6
0.

9

 1
57

.0

 7
9.

0

m/z200 400

Norm.

0
20
40
60
80

*MS- 1.129:1.374 min
Max: 140488

Page 1 of 1

http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144212360

	structure: 
	viz: 
	pc: 
	gg: 


